Single-crystal X-ray study T = 173 K Mean '(C±C) = 0.002 A Ê Disorder in solvent or counterion R factor = 0.023 wR factor = 0.064 Data-to-parameter ratio = 13.3
A perspective view of (I) is shown in Fig. 1 . Bond lengths and angles can be regarded as normal (Cambridge Structural Database, Version 1.6 plus three updates; MOGUL Version 1.0; Allen, 2002 ). The ring system is planar (r.m.s. deviation = 0.010 A Ê ).
Experimental
The title compound was purchased from the Aldrich Chemical Company and used without further puri®cation. Recrystallization from water gave dark brown prismatic crystals after slow evaporation of the solvent.
Crystal data C 8 H 10 N 3 S + ÁCl À ÁH 2 O M r = 233.72 Monoclinic, C2ac a = 21.0397 (19) A Ê b = 11.6598 (12) A Ê c = 8.6694 (8) A Ê = 92.935 (7) V = 2124.0 (4) A Ê 3 Z = 8 D x = 1.462 Mg m À3 Mo K radiation Cell parameters from 18 301 re¯ections = 3.8±26.1 " = 0.53 mm À1 T = 173 (2) K Prism, brown 0.37 Â 0.36 Â 0.21 mm
Data collection
Stoe IPDS-II two-circle diffractometer 3 scans Absorption correction: multi-scan (MULABS; Spek, 2003; Blessing, 1995) T min = 0.829, T max = 0.897 14 856 measured re¯ections 2024 independent re¯ections 1775 re¯ections with I > 2'(I) R int = 0.045 max = 25.7 h = À25 3 25 k = À14 3 14 l = À10 3 10
Refinement
Re®nement on F 2 R[F 2 > 2'(F 2 )] = 0.023 wR(F 2 ) = 0.064 S = 1.05 2024 re¯ections 152 parameters H atoms treated by a mixture of independent and constrained re®nement Table 1 Selected geometric parameters (A Ê , ). S1ÐC2
1.7276 (13) S1ÐC9
1.7487 (13) C2ÐN21
1.3039 (17) Symmetry codes: (i) 1 À xY yY 3 2 À z; (ii) 1 À xY 1 À yY 1 À z; (iii) 1 À xY ÀyY 1 À z; (iv) 1 À xY yY 1 2 À z.
H atoms were located in a difference map. Those bonded to carbon were positioned geometrically and re®ned with ®xed individual displacement parameters [U iso (H) = 1.2U eq (C) or 1.5 U eq (C methyl )] using a riding model, with CÐH = 0.98 and 0.95 A Ê for methyl CH and aromatic CH groups, respectively. In addition, the methyl group was allowed to rotate but not to tip. H atoms bonded to nitrogen and oxygen were re®ned isotropically. One H atom of the water molecule is disordered over two equally occupied positions. N-Amino-3-methyl-2,3-dihydro-1,3-benzothiazoliminium Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0311 (7) 0.0487 (9) 0.0419 (7) −0.0014 (6) −0.0008 (5) 0.0139 (6) C8 0.0334 (7) 0.0367 (7) 0.0362 (6) 0.0058 (6) 0.0061 (5) 0.0103 (5) C9 0.0336 (7) 0.0278 (7) 0.0270 (6) 0.0016 (5) 0.0059 (5) 0.0066 (4) sup-3 Acta Cryst. (2005) . E61, o176-o178 N21 0.0303 (6) 0.0301 (6) 0.0307 (5) 0.0049 (5) 0.0039 (4) −0.0034 (4) N22 0.0427 (7) 0.0322 (6) 0.0287 (5) 0.0022 (5) 0.0004 (5) −0.0050 (4) C31 0.0343 (7) 0.0290 (7) 0.0394 (6) 0.0037 (5) 0.0090 (5) −0.0071 (5) Cl1 0.03094 (18) 0.0365 (2) 0.04111 (18) 0.00157 (13) 0.00272 (13) −0.00659 (12) O1 0.0560 (8) 0.0355 (7) 0.0546 (7) 0.0036 (6) 0.0039 (6) −0.0025 (5) Geometric parameters (Å, º) S1-C2 1.7276 (13) C7-H7 0.9500 S1-C9 1.7487 (13) (4) 
